1. General Information

Id 29598-76-3

Date 28.03.2003

201-15142

IUCLID

Data Set

Robust Summaries

Existing Chemical
Memo

CAS No.
EINECS Name

EC No.
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Memo
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Number of pages

: ID: 29598-76-3
: Crompton US HPV

. 29598-76-3

Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-1-
oxopropoxy]methyl]-1,3-propanediyl ester

1 249-720-9
: C65H1240884

: Crompton Corporation US HPV Seenox 4128
: 26.06.2003

¢ 26.06.2003

: 10




2. Physico-Chemical Data

Id 29598-76-3
Date 28.03.2003

21 MELTING POINT
Value 50-51°C
Sublimation
Method other: no data
Year 2002
GLP no data
Test substance Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl]
CAS #: 29598-76-3
Reliability (2) valid with restrictions
28.03.2003 (1
2.2 BOILING POINT
Decomposition yes
Method other: no data
Year 2002
GLP no data
Test substance Chemical name: Propanoic acid, 3-(dodecyithio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester]
CAS #; 29598-76-3
Reliability (2) valid with restrictions
28.03.2003 (N
2.4  VAPOUR PRESSURE
Value 9E-24 hPaat °C
Decomposition
Method other (calculated): MPBPWIN v1.40
Year 2002
GLP
Test substance Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester
CAS #: 290598-76-3
Method Physical property inputs:
Melting Point = 50 °C (experimental)
Boiling Point = 1065.96 °C (estimated using MPBPWIN v1.40)
Reliability (2) valid with restrictions
28.03.2003 (2)
2,5 PARTITION COEFFICIENT

Partition coefficient
Log pow

pH value

Method

octanol-water
2477 at °C

other (calculated): KOWWIN v1.66




2. Physico-Chemical Data Id 29598-76-3
Date 28.03.2003

Year 1 2002
GLP :
Test substance : Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecyithio)-

1-oxopropoxy]methyl]-1,3-propanediyl ester]
CAS #: 29598-76-3
Reliability 1 (2) valid with restrictions
24.01.2003 2)

2.6.1 SOLUBILITY IN DIFFERENT MEDIA

Solubility in i Water
Value : 1.268E-21mg/L at °C
pH value :

concentration : at°C

Temperature effects
Examine different pol.

pKa r at25°C

Description :

Stable

Deg. product :

Method : other: Estimated using WSKOW v1.40

Year 1 2002

GLP :

Test substance :  Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-

1-oxopropoxylmethyl]-1,3-propanediyl ester
CAS #: 29598-76-3

Method : Inputs:
Log Kow = 24.77 (estimated)
Melting Point = 50 °C (experimental)
Reliability 1 (2) valid with restrictions
24.01.2003 (2)




3. Environmental Fate and Pathways Id 29598-76-3

Date 28.03.2003

3.1.1. PHOTODEGRADATION

Type

Light source
Light spectrum
Relative intensity
DIRECT PHOTOLYSIS
Halflife t1/2
Degradation
Quantum yield
Deg. product
Method

Year

GLP

Test substance

Test condition
Reliability
28.03.2003

3.1.2 STABILITY IN WATER

Type

t1/2 pH4

t1/2 pH7

t1/2 pH9
t1/2pH 8

Deg. product
Method

Year

GLP

Test substance

Reliability
28.03.2003

air

nm
based on intensity of sunlight

.9 hour(s)
% after

other (calculated): AOPWIN v1.90
2002

Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecyithio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester
CAS #: 29598-76-3

12 hr day, 1.5E6 OH/cm3
(2) valid with restrictions

(2)

Abiotic
at °C
>1 yearat °C
at °C
59.4 day(s)at °C

other (calculated):HYDROWIN v1.67
2002

Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxylmethyl]-1,3-propanediyl ester

CAS #: 29598-76-3

(2) valid with restrictions

(2)

3.3.1 TRANSPORT BETWEEN ENVIRONMENTAL COMPARTMENTS

Type
Media
Air
Water
Soil
Biota
Soil
Method

fugacity model level 11l

% (Fugacity Model Level 1)

% (Fugacity Model Level 1)

% (Fugacity Model Level I)

% (Fugacity Model Level II/1ll)

% (Fugacity Model Level [I/1ll)

other. EPIWIN Level lil Fugacity Model




3. Environmental Fate and Pathways

Id 29598-76-3
Date 28.03.2003

Year

Test condition

Test substance

2002

Henry's Law Constant: 6.9E-17 atm-m3/mole (Henrywin program)

Vapor pressure; 6.81E-24 mmHg
Log Kow: 24.8 (Kowwin program)

(Mpbpwin program)

Soil Koc: 2.41E+24 (calc by model)
Melting point: 50 °C (experimental)

1000 kg/hr emissions to air, water and soil compartments.
Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester

CAS #: 29598-76-3

Mass Amount Half-life
(percent) (hr)
Air 0.0306 1.79
Water 2.38 1440
Soil 28.9 1440
Sediment 68.7 5760
Fugacity Reaction Advection
(atm) (kg/hr) (kg/hr)
Air 6.58E-30 906 234
Water 1.26E-41 87.7 182
Soil 1.15E-43 1060 0
Sediment 1.23E-41 632 105

Persistence time: 2550 hr
Reaction time: 2840 hr
Advection time: 24600 hr
Percent reacted: 89.6
Percent advected: 10.4

Half-lives (hr), (based upon Biowin (ultimate) and Aopwin):

Air: 1.79
Water: 1440
Soil: 1440
Sediment: 5760

Biowin estimate: 2.173 (months )

Advection times (hr):
Air: 100

Water: 1000
Sediment: SE+4

Reliability
28.03.2003

3.5 - BIODEGRADATION

Type
Inoculum

(2) valid with restrictions

Aerobic

Emissions
(kg/hr)
1000
1000
1000
0
Reaction Advection
(percent) (percent)
30.2 0.78
292 6.07
354 0
21.1 3.5

()




3. Environmental Fate and Pathways Id 29598-76-3

Date 28.03.2003

Deg. product
Method

Year

GLP

Test substance

Result

Reliability
28.03.2003

other: Estimation using BIOWIN v4.00
2003

Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3~(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester
CAS #: 29598-76-3

MITI Linear Biodegradation Probability: 1.467
MITI Non-linear Biodegradation Probability: 0.964

The substance is predicted to be readily biodegradable
(2) valid with restrictions

(2)




4. Ecotoxicity ] :d 22509:-270%:
ate .Ua.

4.1  ACUTE/PROLONGED TOXICITY TO FISH

Type

Species :

Exposure period : 96 hour(s)

Unit : mg/l

Method : other: Estimation using ECOSAR v0.99g

Year 1 2002

GLP :

Test substance : Chemical name: Propanoic acid, 3-(dodecyithio)-, 2,2-his[[3-(dodecylthio)-
1-oxopropoxylmethyl]-1,3-propanediyl ester
CAS #: 29598-76-3

Result :  Predicted LC50 (96 h) = 1.16E-10 mg/L. This is higher than the predicted
solubility of the chemical.

Test condition : Inputs:
Log Kow = 24.77 (Kowwin estimate)
Melting point = 50 °C (experimental)
Water solubility 1.14E-19 mg/L (calculated by program)

Reliability ¢ (2) valid with restrictions

28.03.2003 (2)

4.2  ACUTE TOXICITY TO AQUATIC INVERTEBRATES

Type :

Species : Daphnia sp. (Crustacea)

Exposure period : 48 hour(s)

Unit : mg/l

Method : other: Estimation using ECOSAR v0.99g

Year 1 2002

GLP :

Test substance : Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxylmethyll-1,3-propanediyl ester
CAS #: 29598-76-3

Result 1 Predicted LC50 (48 h) = 1.76E-18 mg/L. This is higher than the predicted
solubility of the chemical.

Test condition ¢ Inputs:
Log Kow = 24.77 (Kowwin estimate)
Melting point = 50 °C (experimental)
Water solubility 1.14E-19 mg/L (calculated by program)

Reliability :  (2) valid with restrictions

28.03.2003 (2)

4.3  TOXICITY TO AQUATIC PLANTS E.G. ALGAE

Species
Endpoint :
Exposure period : 96 hour(s)




4. Ecotoxicity D :d 22509:;%-:
ate RIKH

Unit : mg/l

Method : other: Estimation using ECOSAR v0.99g

Year : 2002

GLP :

Test substance : Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-

1-oxopropoxy]methyi}-1,3-propanediyl ester
CAS #: 29598-76-3

Result 1 Predicted EC50 (96 h) = 2.13E-11 mg/L. This is higher than the predicted
solubility of the chemical.
Test condition : Inputs:

Log Kow = 24.77 (Kowwin estimate)
Melting point = 50 °C (experimental)
Water solubility 1.14E-19 mg/L (calculated by program)
Reliability 1 (2) valid with restrictions
28.03.2003 (2)




5. Toxicity

Id 29598-76-3
Date 28.03.2003

5.1.1 ACUTE ORAL TOXICITY

Type

Value

Species

Strain

Sex

Number of animals
Vehicle

Doses

Test substance

Reliability
28.01.2003

LD50
> 15000 mg/kg bw
rat

Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxy]methyl]-1,3-propanediyl ester

CAS #: 29598-76-3

(4) not assignable

(1)

5.4 . REPEATED DOSE TOXICITY

5.5  GENETIC TOXICITY ‘IN VITRO*

Type

System of testing
Test concentration
Cycotoxic concentr.
Metabolic activation
Result

Method

Year

GLP

Test substance

Reliability
28.01.2003

Ames test

Negative

Chemical name: Propanoic acid, 3-(dodecylthio)-, 2,2-bis[[3-(dodecylthio)-
1-oxopropoxylmethyl]-1,3-propanediyl ester

CAS #: 29598-76-3

(4) not assignable

(1)

5.8.1  TOXICITY TO FERTILITY

5.8.2  DEVELOPMENTAL TOXICITY/TERATOGENICITY




9. References Id 29598-76-3
Date 28.03.2003

) Crompton Corporation, Seenox 4128 Safety Data Sheet, Rev. 1.2, February 2002

(2 US EPA, EPIWIN v3.10, EPI Suite Software, 2000
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